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Inclusion complex (4b)⊂1a·6NO 3
Figure S25:
1 H NMR (D 2 O, 500 MHz) spectrum of (4b)⊂1a·6NO 3 . . ORTEP plot of the X-ray structure of (3b)⊂1a·6PF 6 . The displacement ellipsoids are shown at the 50% probability. Hydrogen atoms, counterions and solvent molecules are omitted for clarity. Figure S52 . ORTEP plot of the X-ray structure of 1a(7)·6PF 6 . The displacement ellipsoids are shown at the 50% probability. Hydrogen atoms, counterions and solvent molecules are omitted for clarity.
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Job's plots for 2a⊂1b·6PF 6 and 3b⊂1b·6PF 6 in CH 3 NO 2 Determination of binding constants (Ka) for the inclusion complexes 2a⊂1b·6PF6 and 3b⊂1b·6PF6 in CH3NO2 using the UV/Vis dilution method A 0.5 mM solution of host (1b·6PF 6 ) in CH 3 NO 2 , and a solution of host (0.5 mM) and the corresponding guest 2a/3b (10 mM) in CH 3 NO 2 , were separately prepared. Aliquots of the host/guest solution (10 µL initially, then 20 µL, then 50 µL, and finally 100 µL) were added to the host solution (2 mL). The UV-vis spectrum was recorded after each addition, and overall 45 (2a⊂1b·6PF 6 ) and 40 (3b⊂1b·6PF 6 ) data points were obtained. The association constants were determined by using the nonlinear least squares fitting of the titration curves plotting A of the host-guest complex charge-transfer band against the molar equivalent of the guest. The titration curves were well fitted to the expression of a 1:1 binding isotherm. M) in water were separately prepared. Aliquots of 50 µL the guest/host solution were added to the host solution (2 mL). The spectrum was recorded after each addition, and overall 20 data points were obtained. The association constant was determined by using the nonlinear least squares fitting of the titration curve plotting the fluorescence quenching against the concentration of guest. The titration curve fits perfectly to the 1:1 binding isotherm. 
